Related literature
For examples of the coordination of a buta-en-yne ligand to a group IV transition metal atom, see: Erker et al. (2004) ; Ahlers, Temme, Erker, Frö hlich & Fox (1997) . For complexation of a buta-1-en-3-yne as a bridging ligand between two metallocenes, see: Ahlers, Temme, Erker, Frö hlich & Zippel (1997) ; Burlakov et al. (2010) . For an example of the structure of the hydroxyl borate anion and its formation, see: Liptau et al. (2004) . Stoichimetric reactions of alkylzirconocene complexes with B(C 6 F 5 ) 3 have been investigated and different reaction modes (e.g. C-C bond coupling or cleavage) and compounds exhibiting interesting structural Table 1 Hydrogen-bond geometry (Å , ). obtained from a saturated n-hexane solution at RT after one day.
S2. Refinement
H1 and H2 could be found from the difference Fourier map and were refined freely. All other H atoms were placed in idealized positions with d(C-H) = 0.95 Å (CH), 0.98 Å (CH 3 ) and refined using a riding model with U iso (H) fixed at 1.2 U eq (C) for CH and 1.5 U eq (C) for CH 3 . One t-butyl group is disordered over two sites with occupancies 0.701 (4):0.299 (4). SADI and DANG instructions were used to improve the geometry of the disordered t-butyl group.
Additionally, the isotropic displacement parameters of C10A, C11A, C12A, C10B, C11B and C12B were restrained to be equal (SIMU). SADI restraint was also used for the ordered t-butyl group and AFIX 56 for the Cp rings.
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Figure 1
Ball and stick representation of the molecular structure of the title compound. Zr, B, F, O atoms and C1-C4 are labelled.
The minor occupied part of the disordered t-butyl group is shown with open lines. Hydrogen atoms of the cyclopentadienyl ligands and the t-butyl groups are omitted for clarity.
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Figure 2
Molecular structure of the cation with labelling and displacement ellipsoids drawn at 30% probability level. Hydrogen atoms (except H2) and the minor occupied atoms of the disordered t-butyl group are omitted for clarity.
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Figure 3
Molecular structure of the anion with labelling of all non-carbon atoms and displacement ellipsoids drawn at 30% probability level. Hydrogen bonds are shown with dotted lines. 
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